Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.005 Å; R factor = 0.039; wR factor = 0.105; data-to-parameter ratio = 19.5.
In the crystal structure of the title compound, C 9 H 7 Br-N 4 OSÁC 2 H 3 N, the molecules are connected via N-HÁ Á ÁO and N-HÁ Á ÁS interactions into zigzag chains perpendicular to [001] . The molecules in these chains are additionally linked to acetonitrile solvent molecules through N-HÁ Á ÁN hydrogen bonding. The molecules are arranged in layers and are stacked in the direction of the c axis indicative of -interactions, with distance = 3.381 (7) Å for the CÁ Á ÁC interaction parallel to [001] . An intramolecular N-HÁ Á ÁO hydrogen bond is also observed in the main molecule.
Related literature
For the pharmacological properties of isatin-thiosemicarbazone derivatives against cruzain, falcipain-2 and rhodesain, see: Chiyanzu et al. (2003) . For the synthesis of 5-bromoisatin-3-thiosemicarbazone, see: Campaigne & Archer (1952) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010) . 
Starting materials were commercially available and were used without further purification. The synthesis was adapted from a procedure reported previously (Campaigne & Archer, 1952) . The hydrochloric acid catalyzed reaction of 5-bromoisatin (8,83 mmol) and thiosemicarbazide (8,83 mmol) in ethanol (50 ml) was refluxed for 6 h. After cooling and filtering, crystals suitable for X-ray diffraction were obtained from an acetonitrile solution.
Refinement
The C-H and N-H H atoms were positioned with idealized geometry and were refined isotropic with U eq (H) set to 1.2 times of the U eq of the parent atom (1.5 for methyl H atoms) using a riding model with C-H = 0.93 Å for aromatic), C-H = 0.96 Å for methyl and N-H = 0.86 Å for N-H H atoms. Figures   Fig. 1 . : The molecular structure of the title compound with labelling and displacement ellipsoids drawn at the 50% probability level. 
